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Treatment of hydrogen atoms
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12.8 to 13.6 deg.
a = 20.924(4) A
b = 18.197(5) A
c = 17.238(3) A
5403(2) A3
alpha = 90 deg.
beta = 124.60(2) deg.










9295 [R(merge) = 0.028 GOF(merge) = 1.10]
Psi scan (not applied)
0.96 and 1.06







Full matrix least-squares on F2
9294 / 1 / 694
Riding atoms
1.488
RI = 0.0504, wR2 = 0.0895




0.599 and -0.327 A3
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Table S2. Atomic coordinates ( x 104) and equivalent isotropic
displacement parameters (A2 x 103) for (2). U(eq) is defined
as one third of the trace of the orthogonalized Up tensor.
MnA 3974(1) 3057(1) 3484(1) 25(1)
O(1A) 4692(2) 3699(2) 3454(2) 30(1)
C(2A) 4625(2) 2316(2) 3501(2) 33(1)
N(1A) 3232(2) 3095(2) 2509(2) 29(1)
N(2A) 3805(2) 3795(2) 4184(2) 22(1)
N(3A) 3621(2) 2393(2) 4055(2) 24(1)
C(1A) 3958(2) 4487(2) 4228(3) 28(1)
C(2A) 3713(2) 1692(2) 4142(3) 26(1)
C(3A) 3467(2) 3512(2) 4694(3) 27(1)
C(4A) 3091(2) 2772(2) 4241(3) 26(1)
C(l1 A) 4658(3) 4422(3) 3446(3) 26(1)
C(12A) 5014(2) 4818(3) 3084(3) 32(1)
C(13A) 5029(3) 5571(3) 3096(3) 38(1)
C(14A) 4689(3) 5975(3) 3456(3) 38(1)
C(15A) 4340(3) 5614(3) 3814(3) 35(1)
C(16A) 4301(3) 4831(2) 3805(3) 28(1)
C(21A) 4531(3) 1592(3) 3515(3) 28(1)
C(22A) 4865(3) 1123(3) 3187(3) 38(1)
C(23A) 4788(3) 378(3) 3178(3) 40(1)
C(24A) 4391(3) 46(3) 3520(3) 39(1)
C(25A) 4058(3) 499(3) 3852(3) 34(1)
C(26A) 4115(2) 1264(3) 3845(3) 27(1)
C(31A) 2908(2) 4036(2) 4691(3) 22(1)
C(32A) 2269(2) 4306(2) 3836(3) 31(1)
C(33A) 1770(3) 4802(3) 3832(3) 39(1)
C(34A) 1887(3) 5045(3) 4662(3) 38(1)
C(35A) 2508(3) 4777(3) 5509(3) 39(1)
C(36A) 3018(3) 4270(3) 5518(3) 36(1)
C(41A) 2872(3) 2346(2) 4809(3) 26(1)
C(42A) 2122(3) 2058(3) 4368(3) 35(1)
C(43A) 1910(3) 1673(3) 4889(4) 46(1)
C(44A) 2418(3) 1586(3) 5839(4) 45(1)
C(45A) 3175(3) 1863(3) 6284(3) 47(1)
C(46A) 3391(3) 2241(3) 5773(3) 36(1)
MnB 463(1) 3241(1) 1576(1) 28(1)
O(1B) 1039(2) 4001(2) 1465(2) 30(1)
O(2B) 1199(2) 2611(2) 1588(2) 31(1)
N(1B) 685(2) 3193(2) 2588(2) 35(1)
N(2B) -440(2) 3895(2) 1044(2) 24(1)
N(3B) -358(2) 2497(2) 885(2) 24(1)
C(1B) -455(2) 4587(2) 938(3) 29(1)
C(2B) -243(3) 1808(2) 829(3) 29(1)
C(3B) -1133(2) 3491(2) 875(3) 26(1)
C(4B) -1173(2) 2773(2) 377(3) 24(1)
C(11B) 907(3) 4708(3) 1406(3) 27(1)
C(12B) 1517(3) 5194(3) 1601(3) 33(1)
C(13B) 1397(3) 5950(3) 1531(3) 37(1)
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C(14B) 698(3) 6262(3) 1271(3) 37(1)
C(15B) 103(3) 5802(3) 1074(3) 35(1)
C(16B) 195(3) 5032(2) 1144(3) 28(1)
C(21B) 1193(3) 1890(3) 1640(3) 26(1)
C(22B) 1895(3) 1496(3) 2033(3) 33(1)
C(23B) 1917(3) 747(3) 2076(3) 35(1)
C(24B) 1243(3) 334(3) 1711(3) 36(1)
C(25B) 553(3) 694(3) 1303(3) 36(1)
C(26B) 505(3) 1469(3) 1268(3) 27(1)
C(31B) -1885(2) 3902(2) 366(3) 24(1)
C(32B) -2172(3) 4175(3) 874(3) 39(1)
C(33B) -2877(3) 4543(3) 410(4) 46(1)
C(34B) -3286(3) 4664(3) -544(4) 43(1)
C(35B) -3000(3) 4415(3) -1043(3) 39(1)
C(36B) -2299(3) 4047(2) -591(3) 29(1)
C(41B) -1727(2) 2224(2) 348(3) 22(1)
C(42B) -1582(2) 1911(2) 1177(3) 29(1)
C(43B) -2089(3) 1401(2) 1130(3) 36(1)
C(44B) -2752(3) 1197(3) 270(3) 36(1)
C(45B) -2903(3) 1508(3) -550(3) 37(1)
C(46B) -2394(3) 2021(2) -515(3) 30(1)
C(50) -2443(5) 3501(4) 2569(5) 73(2)
N(50) -2202(3) 4044(3) 2961(4) 82(2)
C(51) -2735(6) 2849(4) 2041(7) 172(5)
C(60) 5042(4) 3213(4) 1604(5) 74(2)
N(60) 5582(4) 3486(4) 1714(7) 162(4)
C(61) 4367(3) 2894(3) 1463(4) 65(2)
C(70) 128(4) 3147(4) 4021(4) 67(2)
N(70) -490(4) 2927(3) 3461(4) 97(2)
C(71) 905(3) 3414(3) 4724(4) 75(2)





































































































































































































































































































































Table S4. Anisotropic displacement parameters (A 2 x 103) for (2). The anisotropic
displacement factor exponent takes the form: -2 pi 2 [h 2 a*2 U11 + 2 h k a* b* U12]
11. U22 U33 U23 U1 3 U12
MnA 23(1) 31(1) 21(1) 1(1) 13(1) 0(1)
O(1A) 23(2) 38(2) 29(2) 3(2) 16(2) -1(2)
O(2A) 32(2) 35(2) 40(2) 3(2) 26(2) 2(2)
N(1A) 30(2) 30(2) 26(2) 1(2) 16(2) -3(2)
N(2A) 19(2) 28(2) 18(2) 1(2) 9(2) -1(2)
N(3A) 22(2) 28(2) 19(2) 4(2) 11(2) 5(2)
C(1A) 21(2) 38(3) 16(2) 2(2) 5(2) 1(2)
C(2A) 21(2) 32(3) 20(2) 7(2) 9(2) 5(2)
C(3A) 23(2) 38(3) 19(2) 0(2) 12(2) -1(2)
C(4A) 25(2) 26(2) 26(2) 3(2) 14(2) 1(2)
C(1 1A) 15(2) 36(3) 16(3) -3(2) 2(2) -5(2)
C(12A) 26(3) 43(3) 25(3) -4(2) 13(2) -11(2)
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C(45B) 24(3) 36(3) 37(3) -4(2) 8(2) -4(2)
C(46B) 29(3) 30(3) 28(3) 1(2) 14(2) 8(2)
C(50) 113(6) 41(4) 104(6) -5(3) 85(5) -8(4)
N(50) 103(5) 86(4) 79(4) 8(3) 66(4) 4(4)
C(51) 293(14) 97(7) 275(13) -93(8) 250(12) -105(8)
C(60) 90(5) 50(4) 106(5) -9(4) 71(4) -6(4)
N(60) 135(7) 126(6) 280(11) -26(6) 151(8) -52(5)
C(6 1) 65(4) 74(5) 70(4) -7(3) 46(3) -2(3)
C(70) 91(5) 45(4) 76(4) -14(4) 54(4) 4(4)
N(70) 96(5) 72(4) 116(5) -42(4) 55(4) -18(4)
C(7 1) 69(4) 83(5) 66(4) -12(3) 36(4) -11(4)
Table S5. Hydrogen coordinates (x 104) and isotropic displacement parameters
(A 2 x 103) for (2).
x Y-z U~eg)
H(1AC) 3834(2) 4785(2) 4563(3) 80
H(2AA) 3504(2) 1442(2) 4420(3) 80
H(3AA) 3895(2) 3421(2) 5351(3) 80
H(4AA) 2609(2) 2876(2) 3627(3) 80
H(12A) 5242(2) 4564(3) 2833(3) 80
H(13A) 5271(3) 5817(3) 2857(3) 80
H(14A) 4701(3) 6486(3) 3454(3) 80
H(15A) 4123(3) 5883(3) 4068(3) 80
H(22A) 5145(3) 1326(3) 2971(3) 80
H(23A) 5004(3) 85(3) 2941(3) 80
H(24A) 4350(3) -462(3) 3526(3) 80
H(25A) 3792(3) 287(3) 4082(3) 80
H(32A) 2181(2) 4150(2) 3270(3) 80
H(33A) 1346(3) 4976(3) 3260(3) 80
H(34A) 1551(3) 5386(3) 4651(3) 80
H(35A) 2589(3) 4932(3) 6073(3) 80
H(36A) 3436(3) 4090(3) 6090(3) 80
H(42A) 1764(3) 2123(3) 3724(3) 80
H(43A) 1414(3) 1473(3) 4585(4) 80
H(44A) 2266(3) 1347(3) 6186(4) 80
H(45A) 3534(3) 1791(3) 6927(3) 80
H(46A) 3892(3) 2429(3) 6079(3) 80
H(1BC) -923(2) 4826(2) 710(3) 80
H(2BA) -677(3) 1509(2) 476(3) 80
H(3BA) -1015(2) 3356(2) 1494(3) 80
H(4BA) -1354(2) 2890(2) -273(3) 80
H(12B) 1995(3) 5005(3) 1774(3) 80
H(13B) 1802(3) 6258(3) 1664(3) 80
H(14B) 634(3) 6769(3) 1231(3) 80
H(15B) -372(3) 6004(3) 890(3) 80
H(22B) 2354(3) 1754(3) 2267(3) 80
H(23B) 2392(3) 507(3) 2356(3) 80
H(24B) 1264(3) -176(3) 1746(3) 80
H(25B) 99(3) 421(3) 1040(3) 80
H(32B) -1889(3) 4109(3) 1523(3) 80
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